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Abstract:

In this work, we have studied the structural, electronic and optical
properties of Zinc Oxide ZnO; using the Density Function Theory
(DFT). This study was carried out using the Siesta program by using
Generalized Gradient Approximation (GGA). Where we calculated the
initial cell constants. We found our results are in convenient with
theoretical and practical results. Many of the electronic and optical
properties of ZnO were also calculated, for example: energy band
structure, states density, absorption, reflectivity, refractive index,
damping...etc, which showed that this compound has special features that
enable it to be included in the synthesis of electronic and optoelectronic

compounds.
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